There are two independent molecules in the the asymmetric unit of the title compound, C 11 H 14 N 2 O. The heterocyclic ring of the bicyclic system has a sofa conformation, with the C atom bearing the two methyl groups displaced by 0.541 (7) Å from the rest of the atoms of the ring [planar to within 0.064 (9) Å ]. Molecules are linked into centrosymmetric dimers via N-HÁ Á ÁO hydrogen bonds.
Related literature
For medicinal and biological properties of dihydroquinazolin-4(3H)-one derivatives, see: Jackson et al. (2007) ; Shi et al. (2004) . For a related structure, see: Zhang et al. (2008) . Table 1 Hydrogen-bond geometry (Å , ). Data collection: CrystalClear (Rigaku/MSC, 2005) ; cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
Experimental
2.029 (10) Å, N2-H2···O2 i 167.2 (16)°) and N4-H4···O1 i bonds (N4-H4 0.897 (9) Å, H4···O1 i 1.956 (10) Å, N4-H4···O1 i 173.3 (18)°) (Fig. 2) .
The molecular geometry and overall crystal structure of the title compound are quite similar to those observed in the structure of its close analog which lacks the methyl substituent in position 6 of the tetrahydroquinalazolinone system (Shi et al., 2003) .
A solution of 2-amino-5-methylbenzonitrile (10 mmol) and sodium methylate (10 mmol) in acetone (10 ml), was refluxed for 2 h. The reaction mixture was cooled, to room temperature and poured into 20 ml of water (previously cooled to 20°); then it was extracted with ethyl acetate, distilled off ethyl acetate to give the title compound. The product was recrystallizated from ethanol and ethyl acetate to give colorless crystalline powder. m.p. 539-540 K; IR (KBr): 3300 (N-H), 3036, 2972 (C-H), 1642 (C═O) cm -1 ; 1H -NMR (CDCl3, p.p.m.): 1.54 (6H, s), 2.29 (3H, s) 5.89 (1H, s), 6.66 (1H, s), 7.26 (1H, d), 7.78 (1H, d), 8.19 (1H, br) . 50 mg of the obtained product was dissolved in ethyl acetate (5 ml) and the solution was kept at room temperature for 4 d to give colorless single crystals.
Refinement
C-H were included in the riding model approximation with C-H distances 0.95-0.99 Å, and with U iso (H) = 1.2U eq (C) or 1.5U eq (C)(methyl). H atoms of NH group were located in difference Fourrier maps with N-H distances 0.891-0.901 Å with U iso (H) = 1.2U eq (N). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Special details
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0166 (7) 0.0215 (7) −0.0018 (5) 0.0016 (5) 0.0004 (5) C7 0.0168 (7) 0.0162 (7) 0.0229 (7) −0.0033 (5) 0.0022 (5) 0.0012 (5) C8 0.0184 (7) 0.0209 (7) 0.0193 (7) 0.0026 (5) −0.0001 (5) 0.0005 (5) C9 0.0255 (8) 0.0347 (9) 0.0247 (8) 0.0010 (6) −0.0044 (6) 0.0001 (6) C10 0.0230 (7) 0.0237 (8) 0.0272 (7) 0.0014 (6) 0.0020 (6) 0.0038 (6) C11 0.0422 (10) 0.0467 (11) 0.0241 (8) 0.0014 (8) 0.0030 (7) −0.0076 (7) C12 0.0191 (7) 0.0158 (7) 0.0244 (7) −0.0028 (5) −0.0003 (6) −0.0020 (5) C13 0.0203 (7) 0.0200 (7) 0.0288 (8) 0.0015 (6) 0.0037 (6) −0.0019 (6) C14 0.0253 (7) 0.0202 (7) 0.0252 (7) −0.0048 (6) 0.0048 (6) −0.0022 (6) C15 0.0266 (7) 0.0222 (8) 0.0221 (7) −0.0032 (6) −0.0025 (6) 0.0013 (6) C16 0.0207 (7) 0.0184 (7) 0.0265 (7) −0.0008 (5) −0.0008 (6) −0.0002 (6) C17 0.0179 (7) 0.0169 (7) 0.0233 (7) −0.0018 (5) 0.0004 (5) −0.0020 (5) C18 0.0161 (7) 0.0163 (7) 0.0241 (7) −0.0040 (5) 0.0000 (5) −0.0022 (6) C19 0.0184 (7) 0.0184 (7) 0.0232 (7) 0.0028 (5) (9) 0.0244 (7) 0.0058 (6) −0.0008 (6) 0.0008 (6) C22 0.0357 (9) 0.0330 (9) 0.0278 (8) 0.0030 (7) 0.0087 (7) −0.0009 (7) Geometric parameters (Å, °) 
